LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acqg On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc : BACKYARD-SURFACE-A

ALS Vvial : 11  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37273.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.140 7 9 20 rVB 210617 250890 1.98% 0.285%
2 4.981 315 322 333 rVB 1500705 2049047 16.16% 2.330%
3 5.445 394 401 415 rBV 6431337 9208822 72.63% 10.471%
4 6.316 543 549 559 rBV 696848 1056302 8.33% 1.201%
5 7.045 666 673 687 rBV 6296481 9729336 76.73% 11.062%

6 7.875 804 814 821 rBV 1690126 2675779 21.10%
7 9.039 1004 1012 1022 rBV 3661822 6043070 47.66%
8 10.457 1244 1253 1264 rBV 140358 292760 2.31%
9 10.674 1282 1290 1299 rBV 2256635 3631931 28.64%
10 12.310 1562 1568 1586 rBV 137172 316857 2.50%
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w
w
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11 13.133 1701 1708 1722 rBV 8974021 12435902 98.08% 14.
12 14.504 1935 1941 1955 rBV 3076020 4403610 34.73%
13 15.992 2188 2194 2213 rBV 5538697 7649752 60.33%
14 17.245 2398 2407 2420 rBV 3265713 4639471 36.59%
15 17.368 2424 2428 2434 rVB2 115114 162133 1.28%
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16 18.027 2535 2540 2546 rBV3 94215 181574
17 18.086 2546 2550 2555 rVvv2 90058 148347
18 18.139 2555 2559 2576 rVV 652780 1183535
19 19.297 2749 2756 2759 rBV3 138772 277840
20 19.415 2772 2776 2788 rBV 364492 682979

.43%
.17%
.33%
.19%
.39%
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21 19.868 2847 2853 2860 rBV 10404742 12679223 100.00% 14.417%
22 21.127 3063 3067 3075 rBV 393484 604078 4.76%  0.687%
23 21.421 3112 3117 3126 rBV 3044069 3940425 31.08%  4.480%
24 23.780 3512 3518 3528 rVB2 1869753 3705170 29.22% 4.213%

Sum of corrected areas: 87948833
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 29 Oct 2022 16:27
: CG/JU
: N5219-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
BM@37273.D

BACKYARD-SURFACE-A

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acq On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc : BACKYARD-SURFACE-A

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
4.981 15.32 ng 2049050 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 322 (4.981 min): BM037273.D\data.ms (-315) (-) m/z 43.00 100.00%
3.0
5000
101.1 RERRREmmaaeEmmsasEEy e
‘ ‘ 4.60 4.80 5.00 5.20 5.40
ol o 1471 2070 28LUn/; 59.e5  56.64%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T T T [ TT T T [TTTT [T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.39%
O T T H\‘ ‘\h ‘ \ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 15.20%
LU e
0 “J‘M —— P P
m/z--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.33%
5000
o | || 100
A — — T T
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acq On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc : BACKYARD-SURFACE-A

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown6.316 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.316 7.90 ng 1056300 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 12
2 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 10
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 549 (6.316 min): BM037273.D\data.ms (-543) (-) m/z 73.05 100.00%

73.0
5000

| 10 6.00 6.20 6.40 6.60
ol 3SRl LTS 2089 2669 340 .7 43,00 40.19%

m/z--> 0 50 100 150 200 250 300
Abundance #35331: 1,3-Dioxolane, 2-hexyl-
73.0

5000 A R AR AR
6.00 6.20 6.40 6.60
m/z 59.10 33.26%
A S N
m/z--> 0 50 100 150 200 250 300
Abundance #9210: 1,3-Dioxolane, 2-propyl-
73.0
6‘006‘206‘40 6.%0 |
5000 ITI z 75.05 17.36%
0 \27”(‘)“\‘\11‘50\\\\
m/z--> 0 50 100 150 200 250 300
Abundance #2245: Silane, tetramethyl- R ANAEERREEEey
73.0 6.00 6.20 6.40 6.60

m/z 44.95 16.30%

5000 K
29.0
0 L \H I

m/z--> 0 50 100 150 200 250 300 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acq On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc : BACKYARD-SURFACE-A

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.139 5.10 ng 1183540  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Octadecanoic acid 284 (C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80

Abundance Scan 2559 (18 139 min): BM037273.D\data.ms (-2555) (- | m/z 73.00 100.00%

129.1 “/\Jk“

213.2 \
17‘1 :I‘. ‘ 256.1 18.00 18.50

0 “h”‘ b b398 sz 43,05 91.27%

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

5000

5000 129.0 R T
18.00 18.50

m/z 60.00  89.34%

171 o 213.0 256.0

100 150 200 250 300 350
#92069: Tridecanoic acid

O,

m/z-->
Abundance

—
18.00 18.50

5000 129.0 ITI/Z 57.10 70.53%
171.0
‘ 214.0
0 \\hHM\\HH ‘n ‘\“““\“““““““‘
m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid =0 T
18.00 18.50

m/z 55.10  69.69%

5000 129.0
Ll b | | \ ‘

0 b b / :
miz--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acq On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc BACKYARD-SURFACE-A

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.415 3.47 ng 682979  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2776 (19.415 min): BM037273.D\data.ms (-2772) (- | m/z 43.05 100.00%
43.0
5000 129.0 /\/_AJLM
185.1 241.2 —
I T s
o] - H‘H\ W‘H“‘Jh‘h il et | Hm SN . ‘L‘ 32‘5‘:}‘ _— m/z 73.00 98.82%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 R
129.0 1950
m/z 59.95 88.08%
29. ‘ 185 0 54102840
0! \‘“ ‘Hh“\ um\ M “‘\‘ | ‘ L \‘ S ‘L‘ — “\‘ T
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
——
19.50
5000 129.0 m/z 57.05 81.44%
29.(
‘ 199.0 242 0
|l ‘\\M“\ uh\\\ ‘M‘\ al ‘ ||, ‘ “ L
(LR LR LT “‘
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e
43.0 19.50
m/z 55.10 72.04%
5000 284.0
3.0 1290
1850 2410
ol ‘u\w b LS 1 ey -
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acq On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc BACKYARD-SURFACE-A

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21127 3.e7ng 604078 Chrysene-di2 21.421

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 1-Hexacosene 364 C26H52 018835-33-1 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Pentacos-1-ene 350 C25H50 016980-85-1 90
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
Abundance Scan 3067 (21.127 min): BM037273.D\data.ms (-3063) (- | m/z 57.10 100.00%
57.1
o M,JLA
—— —
\hﬁ 1 20‘7'0 281.0 21.00 21.50
ob kbbbl 1857148115052 n/p 43.e5  91.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
21.00 21.50
m/z 55.05 76.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
— —
21.00 21.50
5000 ITI/Z 69.10 66.69%
ol LU ‘1 196.0 292.0364.0
A A L e e R AR aaasassasassaEa e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene — —
43.0 21.00 21.50
m/z 83.05 65.75%
5000
1.0
0 111,.182.0 267.0 490.0
H"H‘W‘H"H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_ T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37273.D

Acqg On : 29 Oct 2022 16:27

Operator : CG/JU

Sample : N5219-01 :
Misc : BACKYARD-SURFACE-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.981 15.3 ng 2049050 1 7.875 2675780 20.0
unknown6.316 6.316 7.9 ng 1056300 1 7.875 2675780 20.0
n-Hexadecanoic ... 18.139 5.1 ng 1183540 4 17.245 4639470 20.0
Octadecanoic acid 19.415 3.5 ng 682979 5 21.421 3940430 20.0
Pentadecafluoro... 21.127 3.1 ng 604078 5 21.421 3940430 20.0
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